Key indicators: single-crystal X-ray study; T = 110 K; mean (C-C) = 0.001 Å; R factor = 0.036; wR factor = 0.098; data-to-parameter ratio = 27.0.
The title compound {systematic name: poly [[aqualithium]--3,3,8,8-tetramethyl-1,4,6,9-tetraoxa-5 4 -borataspiro[4.4]-nonane-2,7-dione]}, [Li(C 8 H 12 BO 6 )(H 2 O)] n (LiBMLB), forms a 12-membered macrocycle, which lies across a crystallographic inversion center. The lithium cations are pseudotetrahedrally coordinated by three methyllactate ligands and a water molecule. The asymmetric units couple across crystallographic inversion centers, forming the 12-membered macrocycles. These macrocycles, in turn, cross-link through the Li + cations, forming an infinite polymeric structure in two dimensions parallel to (101).
Related literature
For the synthesis and purification of HBMLB [BMLB is bis(2-methyllactato)borate], see: Lamande et al. (1987) 
Experimental
Crystal data [Li(C 8 et al.) . For salts such as LiBOB, the Li + cations are exclusively coordinated by the anion carbonyl oxygen atoms. In the present structure, however, the anion ring pseudo-ether oxygen also participates in the Li + cation coordination (Fig. 1) . Thus, each Li + cation is coordinated by two carbonyl oxygen atoms from two BMLB -anions, one ring oxygen from a third BMLB -anion and an oxygen from a single water molecule. The asymmetric unit couples across crystallographic inversion centers to form 12-membered macrocycles (Fig. 2 ). These macrocycles are cross-linked through the Li + cation coordination, forming the infinite polymeric crystal structure in two dimensions parallel to (101) (Fig. 3 ).
Lithium bis(2-methyllactato)borate was synthesized by dissolving 2-methyllactic acid, boric acid and lithium carbonate (mole ratio 4:2:1) in water. The aqueous solution was allowed to slowly evaporate, forming colorless crystals suitable for X-ray analysis.
Refinement
The hydrogen atom positional and isotropic displacement parameters were included in the refinement. 
Computing details

